LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104686.D

Aca On : 20 Apr 2018 20:34

Operator : JU/SJ

Sample = J2460-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.016 492 498 508 rBV 86848 118193 4_.97% 0.499%
2 5.422 562 567 570 rBVY 2433760 2306299 97.01% 9.730%
3 6.445 736 741 744 rBVY 2370065 2294766 96.52% 9.681%
4 6.575 759 763 766 rBVY 2676979 2377472 100.00% 10.030%
5 6.804 798 802 805 rBV 930777 720522 30.31% 3.040%
6 6.957 824 828 832 rBVY 2013908 1876764 78.94% 7.918%
7 7.369 893 898 901 rBVY 1588763 1408795 59.26% 5.943%
8 8.087 1017 1020 1026 rBVvV 1098697 906085 38.11% 3.823%
9 9.163 1199 1203 1206 rBvY 2786365 2292268 96.42% 9.670%
10 9.239 1212 1216 1218 rVB 43702 40513 1.70% 0.171%
11 9.557 1266 1270 1278 rVB 201446 188185 7.92% 0.794%
12 9.769 1302 1306 1309 rBV 92677 76790 3.23% 0.324%
13 9.845 1315 1319 1323 rBV 978416 905190 38.07% 3.819%
14 10.086 1357 1360 1364 rBvV2 27773 26762 1.13% 0.113%

15 10.269 1388 1391 1393 rVB 146167 112887 4._.75% 0.476%

16 10.486 1421 1428 1430 rBV 51710 62280 2.62% 0.263%
17 10.633 1450 1453 1464 rVB 1385987 1297616 54.58% 5.474%
18 10.739 1468 1471 1477 rBV 198371 214995 9.04% 0.907%
19 10.933 1501 1504 1508 rBV3 23771 38196 1.61% 0.161%
20 11.186 1544 1547 1550 rBV 174121 156295 6.57% 0.659%

21 11.216 1550 1552 1558 rVB2 74509 84225 3.54% 0.355%
22 11.333 1568 1572 1574 rBV 895741 813331 34.21% 3.431%
23 11.357 1574 1576 1582 rVV 150448 159532 6.71% 0.673%

24 11.404 1582 1584 1587 rVB 32469 30298 1.27% 0.128%
25 11.498 1597 1600 1604 rBvV4 23099 27940 1.18% 0.118%
26 11.616 1617 1620 1624 rBV 183066 142766 6.00% 0.602%
27 11.780 1645 1648 1653 rBV5 18057 29542 1.24% 0.125%
28 11.857 1658 1661 1665 rVB3 28164 38780 1.63% 0.164%
29 11.945 1673 1676 1678 rBV3 26568 26612 1.12% 0.112%

30 12.022 1686 1689 1693 rBV 159666 136981 5.76% 0.578%

31 12.310 1735 1738 1740 rBV2 27539 27359 1.15% 0.115%
32 12.410 1752 1755 1763 rVB2 139032 178857 7.52% 0.755%
33 12.545 1775 1778 1783 rBV 270116 228019 9.59% 0.962%
34 12.727 1806 1809 1812 rVB 82583 71267 3.00% 0.301%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104686.D

Aca On : 20 Apr 2018 20:34

Operator : JU/SJ

Sample = J2460-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.774 1812 1817 1822 rBV2 257377 323272 13.60% 1.364%

36 12.922 1835 1842 1845 rBV 2003491 1910095 80.34% 8.058%

37 12.992 1851 1854 1859 rBV5 20865 31241 1.31% 0.132%
38 13.139 1876 1879 1882 rBV 62017 63571 2.67% 0.268%
39 13.486 1935 1938 1940 rBV 40548 36857 1.55% 0.155%

40 13.774 1983 1987 1991 rBV 110683 142604 6.00% 0.602%

41 13.810 1991 1993 2003 rVB2 134156 179787 7.56% 0.758%
42 13.974 2017 2021 2024 rBV2 656957 703712 29.60% 2.969%

43 14.004 2024 2026 2028 rVB 93602 75632 3.18% 0.319%
44 14.604 2126 2128 2133 rVB2 36367 35303 1.48% 0.149%
45 14.821 2163 2165 2168 rVB 75025 61611 2.59% 0.260%
46 15.021 2196 2199 2202 rBV 76244 97232 4_.09% 0.410%
47 15.380 2257 2260 2266 rBVY 62570 83359 3.51% 0.352%

48 15.445 2267 2271 2279 rVB2 406355 543270 22.85% 2.292%

Sum of corrected areas: 23703928
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104686.D

Aca On : 20 Apr 2018 20:34

Operator : JU/SJ

Sample = J2460-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF104686.D

2500000 5.42 6.45
2000000 6.9
1500000

1000000 6.80

500000

5.02

7.37

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

L e L —L S

Abundance TIC: BF104686.D
9|16

2500000

12.92
2000000

1500000 10.63

8.09
1000000 9.85 11.33

500000 12.5512.77

12.02 12.41
123 12.43

10.27
.24 )\ 9% 1009 [ 1049 10.93

o g.14  13.49

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF104686.D

2500000

2000000

1500000

1000000 13.97

500000

14.6014.8215.02

15.

o T T T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104686.D

Aca On : 20 Apr 2018 20:34

Operator : JU/SJ

Sample = J2460-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

5.02 3.28 ng 118193 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.022 min): BF104686.D (-492) (-) m/z 43.00 100.00%
43
59
5000
101 IR 5 N
| 83 460 4.80 5.00 5.20 5.40
) R N s A S — m/z 59.00 69.31%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S S UL L
460 4.80 5.00 5.20 5.40
m/z 101.10 25.18%
o o 83 g3t
RS RN IR RN NEAAS RRRRE SR NRARE SRR NARRA RS LARAS RALAN LRSS LARAE RARE
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 5.00 520 5.40
5000 M m/z 58.00 18.08%
68
0 50 126 142
L LR R A R AR AR RLAN RARRA RRARS RN LAY LAY LAY LA LALLS N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LA LN N N LR R}
43 460 4.80 5.00 5.20 5.40
m/z 41.00 10.91%
5000
15
58
0'”E”WA”Pj1””N”W””P”W””P”W””P”W””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104686.D

Aca On : 20 Apr 2018 20:34

Operator : JU/SJ

Sample = J2460-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.57 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.57 65.99 ng 2377470 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 762 (6.569 min): BF104686.D (-759) (-) m/z 132.00 100.00%
132
5000 68
6 rrrrTyrTTrr T T T T T T T
40 . 54 | 75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,...:I'.'.‘.‘?,:!.?.1...|....,..5.‘.7,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.10 43.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR AR AR SRR
620 640 6.60 6.80 7.00
3 78 m/z 134.00 31.83%
138 ‘
O P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 27 .27%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.86%

5000
3B 44 o g7 105
60 78

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104686.D

Aca On : 20 Apr 2018 20:34

Operator : JU/SJ

Sample = J2460-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.27 2.49 ng 112887 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tetradecane 198 C14H30 000629-59-4 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 1391 (10.269 min): BF104686.D (-1388) (-) m/z 57.05 100.00%

57
43 1

5000

10.00 10.20 10.40 10.60

99 113 157 141 155 169

0 m/z 71.05 67 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83026: Hexadecane
43 57 41
5000 85

10.00 10.20 10.40 10.60
99 m/z 43.05 64.17%

29 113
127 226
ob 38 L 27141155 169 189 197 21 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43
71
10.00 10.20 10.40 10.60
5000 85 m/z 85.10 45.70%
29
99
0 113 127 141 155 169 1gp 198
I o o L L o o o AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71396: Pentadecane
57 10.00 10.20 10.40 10.60
43 m/z 41.05 29.99%
71 85
5000
29 99
113
0 15‘\‘Mw\12”4“55169183197212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104686.D

Aca On : 20 Apr 2018 20:34

Operator : JU/SJ

Sample = J2460-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.74 5.29 ng 214995 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1471 (10.739 min): BF104686.D (-1468) (-) m/z 57.05 100.00%
57
43 | 11

5000

99
113127 141 155 169 183 10.40 10.60 10.80 11.00

0 m/z 71.05 65.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57
43 71
85
5000 L LI L L L L LB L |

10.40 10.60 10.80 11.00
29 99 m/z 43.10 62.28%

s | | MPrimassies1ssio7on 240

) MEL O B A | S Rl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 A e R S,
71 10.40 10.60 10.80 11.00
5000 85 m/z 85.10 48.68%
29
oL 15 99 113127 141 155 169 198
T T T T e R T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83023: Hexadecane S T T TR T T T
57 10.40 10.60 10.80 11.00
43 m/z 41.05 31.59%
71
5000 85
0 JL‘HH‘mmmmmmm 226
B R o e AR ARIRAREREEESS R R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104686.D

Aca On : 20 Apr 2018 20:34

Operator : JU/SJ

Sample = J2460-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Tridecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.22 2.07 ng 84225 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Eicosane 282 C20H42 000112-95-8 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Tetracosane 338 C24H50 000646-31-1 78
Abundance Scan 1553 (11.222 min): BF104686.D (-1550) (-) m/z 57.10 100.00%
g7
5000
4 AN e A M
\ 11.00 11.20 11.40 11.60
Ot m/z 71.10 93.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48832: Tridecane
57
4
5000 LR BRI B B B
85 11.00 11.20 11.40 11.60
m/z 85.10 48.25%
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 200 250 250 2éo 2éo 300
Abundance
57
"'11.00 1120 11140 11.60
5000 85 m/z 43 .05 45 _67%
41

113
141156 183 211 239 267 296

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane e L B B e B
57 11.00 11.20 11.40 11.60
m/z 41.05 24 .39%
5000 o
4 5
o ‘ Lo M8 141 160 197 205 253 282
”w.”w”.w””,””“.”“”w.”w”..”” A L
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104686.D

Aca On : 20 Apr 2018 20:34

Operator : JU/SJ

Sample = J2460-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Sulfurous acid, 2-propyl te... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.62 3.51 ng 142766 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
2 Dodecane. l-iodo- 296 C12H251 004292-19-7 86
3 Heptacosane 380 C27H56 000593-49-7 83
4 Tetracosane 338 C24H50 000646-31-1 80
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 80

Abundance Scan 1621 (11.622 min): BF104686.D (-1617) (-) m/z 57.10 100.00%
g7
85
5000
113 " 11.40 11,60 11.80 12,00
140 169 204
ol d '1.-'.1.. S — m/z 71.10 73.96%
m/z--> 50 100 150 200 250 300 350
Abundance #161094: Sulfurous acid, 2-propy! tetradecyl ester
43
71
5000 LI UL B SULRULN B
11.40 11.60 11.80 12.00
97 m/z 43.10 56.28%
0 1 \L ‘m\“‘ \L “\‘ \\1%5 168 1?7 231 261
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 11.40 11,60 11.80 12,00
5000 85 m/z 85.10 54_.91%
29
. 113 155 183
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane e e
57 11.40 11.60 11.80 12.00
m/z 41.05 25.04%
5000
85
o 290 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104686.D

Aca On : 20 Apr 2018 20:34

Operator : JU/SJ

Sample = J2460-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknownl3.77 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.77 4.05 ng 142604 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-benzvlindole 207 C15H13N 1000334-31-3 35
2 lIsoxazole. 5-chloro-4-(2-phenvle... 207 C11H10CINO 1000362-09-0 35
3 (2.3-Diphenvilcvclopropvlmethvl ... 332 C22H200S 131758-71-9 25
4 Benzeneacetic acid. phenvimethvl... 226 C15H1402 000102-16-9 14
5 Ethanone, 2-benzylamino-1-(diben... 340 C23H20N20 328274-97-1 12
Abundance Scan 1986 (13.769 min): BF104686.D (-1983) (-) m/z 91.00 100.00%

o
5000
117

207
65 \ 179 247 1340 13.60 1380 14.00
Obrrroprrrrphrrirrebepredlr it O30 L ) 228 287 2608 312 . m/z 117.00  24.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66994: 1-benzylindole
a1
207

5000 Bl a S eaasaa
13. 40 13. 60 13 80 14.00

o m/z 207.10  11.95%

3\9\ | | 1:!-6\ 152 178 \‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
91

13. 40 13. 60 13 80 14.00

o

5000 m/z 194.10 10.75%
207
ol 32 49 65 115 143 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #171078: (2,3-Diphenylcyclopropylymethyl phenyl sulfoxide, ...
91 129 13.40 13.60 13.80 14.00
m/z 115.00 7.84%
5000
207
0. 39 6 119 | 152 178 | 505 316332
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104686.D

Aca On : 20 Apr 2018 20:34

Operator : JU/SJ

Sample = J2460-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 1-Octadecene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.81 5.11 ng 179787 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 91
2 3-Octadecene. (E)- 252 C18H36 007206-19-1 86
3 Cvclotetradecane 196 C14H28 000295-17-0 83
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 83
5 Octacosanol 410 C28H580 000557-61-9 83

Abundance Scan 1993 (13.810 min): BF104686.D (-1991) (-) m/z 57.00 100.00%
4357
5000
125 LRI BN DAL SN B
140154169 196212 234 253 282 13.40 13.60 13.80 14.00 14.20
Ob by m/z 83.10 93.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104184: 1-Octadecene
43 57
83 o,
5000 LRI BN SRR SN B
29 13.40 13.60 13.80 14.00 14.20
125 m/z 43.10 78 .80%
0 |l 139154168182196210224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55 69
83 LRI BN SRR SN B
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 55.00 72 .95%
111
0 2f 125139154168182196210224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58277: Cyclotetradecane L A
13.40 13.60 13.80 14.00 14.20
m/z 69.10 70.39%
5000
111
) 2 125139153168 196

20 40 60 80 100 120 140 160 180 200 220 240 260 280

T T T T T
13.40 13.60 13.80 14.00 14.20

8270-BF040618 .M Mon Apr 23 13:48:04 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104686.D

Aca On : 20 Apr 2018 20:34

Operator : JU/SJ

Sample = J2460-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Squalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.82 2.27 ng 61611 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 86
2 trans-Farnesol 222 C15H260 000106-28-5 72
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 Supraene 410 C30H50 007683-64-9 64
Abundance Scan 2165 (14.821 min): BF104686.D (-2163) (-) m/z 69.05 100.00%
6o
5000
Tolle " 14/60 140 15,00 1520
168 266 : : :
ob e ol g dy 168191215 242266267 317341 7578105 48.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69
5000 LRI BRI BULIL UM B
a1 14,60 14.80 15.00 15.20
137 m/z 41.00 20.58%
0 Ll ‘?F““d\ 161 191 217 244 273 299 341 367 410
m/z--> 50 100 1éo 200 250 300 350 400
Abundance
69
' 14.60 14.80 15.00 15.20
5000 41 m/z 95.05 14.78%
93
0L.20 116130 161 101 222
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A L R REmms e
69 14.60 14.80 15.00 15.20
m/z 67.00 11.80%
5000
41
95 137
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042018\
Data File : BF104686.D

Acq On : 20 Apr 2018 20:34

Operator : JU/SJ

Sample - J2460-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 3.3 ng 118193 1 6.80 720522 20.0
unknown6 .57 6.57 66.0 ng 2377470 1 6.80 720522 20.0
Hexadecane 10.27 2.5 ng 112887 3 9.85 905190 20.0
Heptadecane 10.74 5.3 ng 214995 4 11.33 813331 20.0
Tridecane 11.22 2.1 ng 84225 4 11.33 813331 20.0
Sulfurous acid, 2... 11.62 3.5 ng 142766 4 11.33 813331 20.0
unknownl13.77 13.77 4.0 ng 142604 5 13.98 703712 20.0
1-Octadecene 13.81 5.1 ng 179787 5 13.98 703712 20.0
Squalene 14.82 2.3 ng 61611 6 15.44 543270 20.0
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